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SEPTEMBER 2007: CURRENT WINDOWS VERSION IS V8.2, 



CURRENT MACINTOSH VERSION IS V6.0c{ENG) AND V6.0Jc(JP), 
AND CURRENT DISCOVER FILE IS DATED 19 SEPTEMBER 2007. 
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NEWS HOURS STN Operating Hours Plus Help Desk Availability 
NEWS LOGIN Welcome Banner and News Items 

NEWS IPC8 For general information regarding STN implementation of IPC 8 

Enter NEWS followed by the item number or name to see news on that 
specific topic. 

All use of STN is subject to the provisions of the STN Customer 
agreement. Please note that this agreement limits use to scientific 
research. Use for software development or design or implementation 
of commercial gateways or other similar uses is prohibited and may 
result in loss of user privileges and other penalties. 

STN Columbus *************** 



FILE 'HOME' ENTERED AT 10:17:22 ON 18 JAN 2008 



=> fil reg 

COST IN U.S. DOLLARS 

FULL ESTIMATED COST 



SINCE FILE TOTAL 
ENTRY SESSION 
0.21 0.21 



FILE • REGISTRY' ENTERED AT 10:17:31 ON 18 JAN 2008 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2008 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 17 JAN 2008 HIGHEST RN 1000264-70-9 
DICTIONARY FILE UPDATES: 17 JAN 2008 HIGHEST RN 1000264-70-9 

New CAS Information Use Policies^ enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH June 29, 2007 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http : //www. cas . org/support /stngen/stndoc/properties . html 



=> 

Uploading C:\Program Files\Stnexp\Queries\10524 623\l . str 
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chain nodes : 

14 15 16 17 18 19 20 21 22 30 32 33 35 36 37. 47 48 49 50 

ring nodes : 

1 2 3 4 5 6 7 8 9 10 11 12 38 39 40 41 42 43 44 45 46 
chain bonds : 

2-33 3-7 4-32 6-30 14-17 14-18 15-19 15-20 16-21 16-22 30-35 30-50 
35-36 36-37 36-49 37-38 39-47 42-48 
ring bonds : 

1- 2 1-6 2-3 3-4 4-5 5-6 7-8 7-12 8-9 9-10 10-11 11-12 38-39 38-42 
39-40 40-41 40-43 41-42 41-46 43-44 44-45 45-46 

exact /norm bonds : 

2- 33 3-7 4-32 6-30 7-8 7-12 8-9 9-10 10-11 11-12 14-17 14-18 15-19 
15-20 16-21 16-22 30-35 30-50 35-36 36-37 36-49 37-38 38-39 38-42 39-40 
39-47 41-42 42-48 

normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 40-41 40-43 41-46 43-44 44-45 45-46 



G1:0,S 

G2: [*1], [*2], [*3] 
G3: [*1] , [*2] 
G4:H,X 

Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 10: Atom 
ll:Atom 12:Atom 14:CLASS 15:CLASS 16:CLASS 17:CLASS 18:CLASS 19:CLASS 
20:CLASS 21:CLASS 22:CLASS 30:CLASS 32:CLASS 33:CLASS 35:CLASS 36:CLASS 
37:CLASS 38:Atom 39:Atom 40:Atom 41:Atom 42:Atom 43:Atom 44:Atom 45:Atom 
46: Atom 47: CLASS 48:CL Searched by Jason M. Nolan, Ph.D. Page 3 
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LI STRUCTURE UPLOADED 



=> d 

LI HAS NO ANSWERS 
LI STR 



* STRUCTURE DIAGRAM TOO LARGE FOR DISPLAY - AVAILABLE VIA OFFLINE PRINT * 



Structure attributes must be viewed using STN Express query preparation. 



=> s 11 

SAMPLE SEARCH INITIATED 10:17:52 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 2 TO ITERATE 

100.0% PROCESSED 2 ITERATIONS 0 ANSWERS 

SEARCH TIME: 00.00.01 



FULL FILE PROJECTIONS: ONLINE **COMPLETE** 

BATCH **COMPLETE** 
PROJECTED ITERATIONS: 2 TO 124 

PROJECTED ANSWERS: 0 TO 0 



L2 



0 SEA SSS SAM LI 



=> s 11 full 

FULL SEARCH INITIATED 10:17:58 
FULL SCREEN SEARCH COMPLETED 




E 'REGISTRY' 

18 TO ITERATE 



100.0% PROCESSED 18 ITERATIONS 

SEARCH TIME: 00.00.01 




L3 



2 SEA SSS FUL LI 



=> fil caplus 

COST IN U.S. DOLLARS 

FULL ESTIMATED COST 



SINCE FILE TOTAL 
ENTRY SESSION 
178.36 178.57 



FILE 'CAPLUS' ENTERED AT 10:18:07 ON 18 JAN 2008 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C)' 2008 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 18 Jan 2008 VOL 148 ISS 4 
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10/524, 623 01/18/2008 
FILE LAST UPDATED: 17 Jan 2008 (20080117/ED) 

Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 

http : //www , cas . org/inf opolicy . html 

=> s 13 

L4 7 L3 

=> d ibib abs hitstr 1-7 
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DOCUMENT TYPE: 
LANGUAGE: 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



2007:410196 CAPLUS 
146:421970 

Pc<iparation of oxazolidinones for th« treatinant of 
c«rebr«l circulatory di3ord«ra 
P«rzborn, Elisabeth; Krahn, Thomas 
Bayer Healthcare A.-G., Germany 
PCT Int. Appl., 132pp. 
CODEN: PIXXD2 
Patent 
German 
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OTHER SOURCE (S] : 



DE 2005>102005047&58A 20051004 
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- phenylene; D - 5- or e-menbered heterocycle; R3, R4, RS, R6, R7, R8 - 

H] 

and their pharmaceutically acceptable aalta and formulations were prepd. 
For example, coupling of amine II and S-chlorothiophene'2-carboxylic acid 
afforded oxazolidinone III. In a blood-coagulation factor Xs inhibition 
assay, compd. Ill exhibited an IC50 value of 43 nM. 
IT 446292-07-5P 

RL: RCT (Reactant) ; SPN (Synthetic preparation); PREP (Preparation); RACt 
(Reactant or reagent) 

(preparation of oxazolidinones for treatment of cerebral circulatory 
disorders) 
RN 446292-07-5 CAPLUS 

CN lH-Isoindole-1, 3 {2H) -dione, 2-( (2R) -2-hydroxy-3- ( (4- (3-oxo-4- 
morpholinyl)phenyl]amino]propyl]- (CA INDEX NAME) 

Absolute stereochemistry. 
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REFERENCE COUNT: 



THERE ARE 4 CITED REFERENCES AVAILABLE FOR THIS 
RECORD. ALL CITATIONS AVAILABLE IN THE RE 
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CAPLUS 



2007:409419 
146:421968 

Preparation of oxazolidinones for the treatment of 

microangiopathy 

Perzborn, Elisabeth; Misselwitz, Franlc 
Bayer Healthcare A.-G., Germany 
.Ger. Off en., 84pp. 
CODEN: GHXXBX 
Patent 
German 



DATE 
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KIND 


DATE 






APPLICATION 
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UG, 
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and their pharmaceutically acceptable salts and formulations were prepd. 
For exanple, coupling of amine II and S-chlorothiophen-2-earboxylie acid 
afforded oxazolidinone III. In a blood-coagulation factor Xa inhibition 
assay, oxazolidinone III exhibited an IC50 value of 43 nM. 

IT 446292-07-5P 

RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation of oxazolidinones for treatment of microangiopathy) 
RN 446292-07-5 CAPLUS 

CN lH-Isoindole-l,3(2H)-dione, 2- ( {2R) -2-hydroxy-3- ( (4- (3-oxo-4- 
morpholinyl)phenyl]aminoIpropyl|- (CA INDEX NAME) 

Absolute stereochemistry. 




MARPAT 146:421968 



r3 rS 



C — N— CO-Rl 



^CH2-NH-CO-^ Ij 



CH2-NH2 
II 



AB Title compds. I [Rl * substituted 2-thiophene with provisos; R2 - D-A-; A 
- phenylene; 0 5 or 6-memberttd heterocycle; R3, R4, R5, R6, R7, RB - K] 
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2006:77302 CAPLUS 
144:170978 

A process for the preparation of novel intermediates 
for linezolid and related confounds 
Mohan Rao, Dodda; Krishna Reddy, Pingili 
Symed Labs Limited, India 
PCT Int. Appl., 24 pp. 
CODEN: PIXX02 
Patent 
English 
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DATE 
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GR, 


, HU, IB, 


IT, 


LU, 


MC, 


NL, 


PL, 


PT, RO, 
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NE, 
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KG. 


, KZ, MD, 


RU, 


TJ, 


TM 
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INFO. : 










WO 2004-IN218 




W 20040720 



OTHER SOURCE (S) : 
GI 



CASRBACT 144:170\78; MARPAT 144:170578 
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Rl 



NH2 I 



1^1 



AB The invention provides a process for preparation of 

S-aminomethyl- substituted 

oxazolidinones of formula I, key intemediates for oxazolidinone 
antlbactecials including linezolid. Compds. of formula I wherein X is 
0,S, 30, or S02; Rl is H, Me, or CN; R2 is independently H, F, or Cl; R3 
is H or Me;, n is 0, 1, or 2; and their derivs. are claimed in this 
invention. Thus, the key intermediate II of linezolid was prepared by 
reacting N- [3-chloro-2- (R) -hydroxypropyl] -3-f luoro-4-morpholinylaniline 
with potassium phthalimide then subjecting the resulting 
N- (3-phthaliraido-2- (R) -hydroxypropyl] -3-Cluoro-4- (raorpholinyl) aniline to 
carbonylation to give 

(S) -N- t f 3- (3-f luoro-4- [4-morpholinylJphenyl]-2-oxo-5- 
oxBzolidi^yl)methyl]phthali^lide,which reacted with hydrazine hydrate to 
produce (S>-N-( (3- (3-fiuoro-4-(4-morpholinyllphenyl]-2-oxo-5- 
oxazolidinyl] methyl] amine (II). 

IT 874340-08-6P, N- (3-Phthalimido-2- (R) -hydroxypropyl) -3-f luorO-4- 
{ffiorpholinyl ) aniline 

RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT 
(Reactant or reagent) 

(a process for the preparation of novel intermediates for linezolid 

and 

related con^ds.) 
RN 874340-08-6 CAPLUS 

CN IH-Isoindole-l, 3 (2H) -dione, 2- ( {2R) -3- I [ 3-f luoro-4- (4- 

morpholinyl ) phenyl] amino) -2 -hydroxypropyl ] - (CA INDEX NAME) 

, Absolute atareoehemistry. 
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AB Despite recent progress in antithrombotic therapy, there is still an 



unmet 



medical need for safe and orally available anticoagulants. The 
coagulation enzyme Factor Xa (FXa) is a particularly promising target, 

and 

recent efforts in this field have focused on the identification of 
small-mol. inhibitors with good oral bioavailability. We identified 
oxazolidinone derivs. as a new class of potent FXa inhibitors. Lead 
optimization led to the discovery of BAY 59-7939 (5), a highly potent and 
selective, direct FXa inhibitor with excellent in vivo antithrombotic 
activity. The X-ray crystal structure of 5 in complex with human FXa 
clarified the binding mode and the stringent requirements for high 
affinity. The interaction of the neutral ligand chlorothiophene in the 

SI 

subsite allows for the combination of good oral bioavailability and high 
potency for nonbasic 5. Compound 5 is currently under clin. development 

for 

the prevention and treatment of thromboembolic diseases- 
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AB Title compound I (Rivaroxaban] was prepared For example, N-acylation of 
amine 

II with 2-chloro-5-carboxythiophene afforded title compound I in 98.71 
yield. 
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Absolute stereochemistry. 
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AB The Invention relates to combinations of (A) oxazolldinones I [Rl - 

5-X-2-thienyl (X - CI, Br, Me, CF3); R2 - DA; A - phenylene; D - 5- or 
e-mombered heterocyclic ring containing S, N or O; R4 - R8 - H] , or their 
pharmAceutically acceptable salts, hydrates, prodrugs or their itiixts. and 
(B) other pharmaceutical ly active ingr*di*nt>; to a nwthod for producing 
said combinations; and to the use thereof as medicamenta , in particular 
for Che treatment and/or prophylaxis of thrombo-embolic diseases. Thus, 
the claimed oxasolone II was prepared from epoxide III via epoxide ring 
opening with aniline derivative IV, cyciization with 

carbonyldl Imidazole, and 

N-acylation with 5-chlorothiophene-2-sulf onyl chloride. II was tested 

for 

antithrombotic activity in the arteriovenous ahunt model (RaC) after 

(BD50 

- 3 mg/kg (p.o.); IC50 - 0.7 nMl ; II had a synergistic effect when used 

in 

eon^lnatlon with elopidogrel. 
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RL: RCT (Reactant) ; SPN (Synthetic preparation); PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation of substituted oxazolldinones Cor combinational therapy 

in the 

treatment and/or prophylaxis of thromboembolic diseases) 
RN 446292-07-5 CAPLUS 

CN lH-Isoindole-l,3(2H)-dione, 2- t (2R) "-2-hydroxy-3- 1 (4- (3-oxo-4- 
morpholinyl) phenyl Jainlnol propyl]- (CA INDEX NAME) 

Absolute stereochemistry. 
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AB Title compds. I [Rl - (un) substituted aryl or heteroaryl with 1-2 

heteroatoms, e.g. N, O, S; R2 - CONR8R9, NRlOCORll, N(0)xR12R13; R3-R6 - 
H, halo, alkyl, etc.; R7 - H, allcyl; RB - H, (un) substituted alkyl, e.g., 
halo, amino, OH, etc.; R9-R11 - Jun) substituted alkyl, e.g., halo, amino, 
OH, etc.; RB and R9 are bond together with N atom to form a heterocyclic 
ring; RIO, Rll with N(CO) form a heterocyclic ring; R12 and R13 are bond 
together with N atom to form a heterocyclic ring; x - 0, 1] were prepared 
For exanqple, coupling of II, e.g., prepared from 

2- [ (2S» -oxiranylmethyl) -IH- 

isoindole-1, 3(2H) -dione in 3 steps, and 4-chloroben2oyl chloride provide 
claimed oxazolidinone III in 89t yield. Oxazolidinone III inhibited 

human 

blood-coagulation factor Xa with an IC50 of 20 nH. Compda. I are useful 
in the area of blood coagulation. 

IT 446292-07-5P 

RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT 
(Reactant or reagent) 

(intermediate; preparation of oxazolldinones and their use aa 
Inhibitors of 

human blood-coagulation factor Xa) 
RN 446292-07-5 CAPLUS 

CN lH-Iaolndole-1, 3(2H)-dlone, 2- [ (2R) -2-hydroxy-3- [ (4- (3-oxo-4- 
morpholinyl) phenyl] aioino] propyl]- (CA INDEX NAME) 

Absolute atereochemistry. 
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